The title compound, C 11 H 13 NO 2 S 2 , contains a 1,3-dithiane ring in an almost ideal chair conformation with the following puckering parameters: Q = 0.7252 (15) Å , = 6.71 (13) and ' = 50.4 (11) . The benzene ring occupies an axial position at the dithiane ring. The nitro group is almost coplanar with the benzene ring [O-N-C-C = À3.2 (2) ]. The molecule has an L-shape with a C-C-C-C torsion angle of À74.15 (17) for the atoms of the methyl group and the dithiane-benzene linkage. The crystal packing is stabilized only via weak nonspecific van der Waals interactions.
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2-Methyl-2-(3-nitrophenyl)-1,3-dithiane Pavla Mirošová, Marek Nečas and Robert Vícha Comment
The six-and five-membered 1,3-disulfur rings are frequently used in organic synthesis as efficient protecting groups for carbonyl moiety. Additionally, these compounds are intermediate stage in the carbonyl-to-methylene transformation process. We have used title compound as a model target for optimization of the selective desulfurization procedure (Vícha et al., 2011) . Surprisingly, title compound has not been described in the literature yet (to the best of our knowledge).
The benzene ring (C1-C6) is essentially planar with the maximum deviation from the best plane of 0.0071 (15) Å for C4. The torsion angles C11-C7-C3-C4 and C2-C1-N1-O1 describing mutual orientation of nitro group, benzene ring and dithiane ring are -74.15 (17) and -3.2 (2)°, respectively. The dithiane ring adopts almost ideal chair conformation with the Cremer and Pople puckering parameters Q = 0.7252 (15) Å, θ= 6.71 (13)°, φ= 50.4 (11)°. Remarkably, the less bulky methyl substituent occupies the equatorial position at C7. This may be demonstrated by the torsion angle C11-C7 -S2-C10 which is of -172.63 (10)°. Furthermore, the C1-C2 edge of the benzene ring is slightly turned over the dithiane ring. The dihedral angle between the benzene best plane (C1-C6) and the imaginary mirror plane of dithiane ring (calculated as the best plane of C3, C7, C9 and C11) is 77.25 (4)°.
Experimental
The title compound was prepared from corresponding 1-(3-nitrophenyl)ethan-1-one and propan-1,3-dithiol as it was published previously (Vícha et al., 2011) . The crude material was crystallized from hexane to yield pale yellow crystals (89%). The single-crystal used for data collection was obtained via slow evaporation of chloroform from solution of the title compound at room temperature. NMR, IR and MS spectra are listed in the _exptl_special_details section of the CIF.
Refinement
All carbon bound H atoms were placed at calculated positions and were refined as riding with their U iso set to either 1.2U eq or 1.5U eq (methyl) of the respective carrier atoms; in addition,the methyl H atoms were allowed to rotate about the C-C bond. The asymmetric unit with atoms represented as 50% probability ellipsoids. H atoms are shown as small spheres at arbitrary radii. (13); 45 (13); 46 (21); 51 (9); 59 (32); 73 (15); 74 (100); 75 (10); 76 (10); 77 (14); 91 (15); 102 (14); 103 (6); 105 (9); 120 (16); 133 (5); 134 (14); 135 (5); 148 (13); 166 (36); 181 (39); 182 (6); 240 (7); 255 (47); 256 (7) Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details

2-Methyl-2-(3-nitrophenyl)-1,3-dithiane
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.42653 (3) 0.06433 (6) (6) N1 0.0170 (7) 0.0241 (7) 0.0299 (8) 0.0003 (6) 0.0011 (6) 0.0070 (6) C1 0.0177 (8) 0.0162 (7) 0.0239 (8) 0.0014 (6) 0.0012 (6) 0.0044 (6) C2 0.0191 (8) 0.0168 (7) 0.0176 (7) 0.0003 (6) −0.0018 (6) 0.0009 (6) C3 0.0180 (8) 0.0159 (7) 0.0169 (7) 0.0003 (6) −0.0009 (6) 0.0028 (6) (7) −0.0070 (7) 0.0056 (6) C7 0.0161 (8) 0.0220 (8) 0.0177 (7) 0.0005 (6) 0.0012 (6) −0.0018 (6) C8 0.0229 (9) 0.0414 (10) 0.0189 (8) −0.0022 (8) −0.0021 (7) 0.0043 (7) C9 0.0233 (9) 0.0390 (10) 0.0323 (9) 0.0005 (8) −0.0048 (8) 0.0118 (8) C10 0.0227 (9) 0.0245 (9) 0.0426 (10) 0.0038 (7) −0.0017 (8) 0.0016 (8) C11 0.0205 (8) 0.0296 (9) 0.0294 (9) −0.0057 (7) 0.0004 (7) 0.0044 (7) Geometric parameters (Å, º) S1-C8 1.8098 (18) C5-C6 1.382 (2) S1-C7 C8-S1-C7 101.13 (8) C11-C7-S2 105.78 (11) 
